Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.002 Å; R factor = 0.042; wR factor = 0.116; data-to-parameter ratio = 18.2.
In the title compound, C 22 H 23 NO 4 , the central six-membered ring is in a twist-boat conformation, the two aryl groups are in equatorial positions and the dihedral angle between the two aromatic rings is 75.98 (12) .
Related literature
For the synthesis, see: Tan et al. (2009); Zhang et al. (2010) . For related structures, see : Rowland & Gill (1988) ; Rowland et al. (1998) ; Aleman et al. (2009) . Cyclic constrained analogues of phenylalanine (Phe) are of particular interest in the construction of peptide analogues with controlled folds in the backbone because they play an important role in both restricting the 1 torsion angle and in peptide receptor recognition processes, see : Cativiela & Díaz-de-Villegas (1998 , 2000 , 2007 ; Cativiela & Ordó ñ ez (2009); Lasa & Cativiela (2006) .
Experimental
Crystal data 
À3
Data collection: APEX2 (Bruker, 2007 ); cell refinement: SAINT (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL. 
Comment
The cyclic constrained analogues of phenylalanine (Phe) are of particular interest in the construction of peptide analogues with controlled fold in the backbone, because they play an important role in both restricting torsional angle χ1 and peptide receptor recognition processes (Cativiela et al. 1998; Cativiela et al. 2000 . Cativiela et al. 2007 Cativiela et al. 2009; Lasa et al. 2006) . The crystal structure of title compound, a phenyl substituted highly constrained cyclohexane analogue of Phe, is reported in this paper.
In the crystal structure the central six-membered ring is in a twist conformation which can presumably traced back due to steric hindrance of the ethoxyl carbonyl, the amide and the two aryl groups (Fig. 1) . The two aryl groups are located in equatorial positions and the dihedral angle between two aromatic rings amount to 75.98 (12)°.
Experimental
To a mixture of (1E,4E)-1,5-bis(4-chlorophenyl)penta-1,4-dien-3-one (303 mg, 1.0 mmol) and ethyl isocyanoacetate (0.132 ml, 1.2 mmol) in DMF (5 ml) was added 1,8-diazabicyclo [5.4.0]undec-7-ene (DBU) (0.015 ml, 0.1 mmol) in one portion at room temperature. The reaction mixture was stirre at room temperature, and the reaction mixture was monitored by TLC. After the substrate (1E,4E)-1,5-bis(4-chlorophenyl)penta-1,4-dien-3-one was consumed, the resulting mixture was poured into ice-water (30 ml) under stirring. The precipitate was cfiltered off, washed with water (3 × 10 ml), and dried in vacuo to afford the crude product ethyl 2,6-bis(4-chlorophenyl)-1-isocyano-4-oxocyclohexanecarboxylate, which was purified by flash chromatography (silica gel, petroleum ether: diethyl ether = 3: 1, V/V) to give ethyl 2,6-bis(4-chlorophenyl)-1-isocyano-4-oxocyclohexanecarboxylate (387 mg, 93%). Colorless single crystals of the title compound were obtained by slow evaporation of the sovent from an ethanol solution at room temperature.
Refinement
The N-bound H atom was located in a difference map, fixed at this position and refined as riding with Uiso(H) = 1.2Ueq(N).
The remaining hydrogen atoms were placed in ideal positions (C-H = 0.93-0.98 Å) and refined as riding with Uiso(H) = 1.2Ueq(C) or 1.5Ueq(methyl C). The methyl groups were allowed to rotate, but not to tip. Figures   Fig. 1 . View of the molecular structure of the title compound with labeling and displacement ellipsoids drawn at the 30% probability level. 
Special details

